The molecular structure of unit B ( 
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Ni(4) and Cd(4)] from two bridging acetates. For Ni(3) centre, the deviation of the coordinating atoms, O(13) , O(14) , N(8) and N(7) in the basal plane from the mean plane passing through them are -0.005(6), 0.013(6), -0.005(8), 0.013(9) Å respectively. The deviation of Ni(3) from the same plane is -0.017(13) Å. For Ni(4) centre, the deviation of the coordinating atoms O(17) , O(18) , N(9) and N(10) in the basal plane from the mean plane passing through them are -0.020(6), 0.007(6), -0.019(8), 0.007(8) Å respectively. The deviation of Ni(4) from the same plane is 0.0250(13) Å.
Each cadmium(II) centre is heptacoordinated. Each cadmium(II) resides in outer O 4 compartments being coordinated by two phenoxo [O(13) and O(14) for Cd(3); O(17) and O(18) for Cd(4)] and two methoxo oxygen atoms [O(15) and O(16) for Cd(3); O(19) and O(20) for Cd(4)]. The fifth coordination sites in each cadmium(II) is occupied by two terminal N-bonded thiocyanates [N(12) for Cd(3) and N(11) for Cd(4)]. Two phenoxo oxygen atoms [O(17) for Cd(3) and O(14) for Cd(4)] coordinate both cadmium(II) centres axially to complete its sixth coordination. The pentagonal bipyramidal geometry around each cadmium(II) is completed by the coordination of oxygen atoms [O(21) Table S1 : Selected bond lengths (Å) for complex 1 (unit B).
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